: RMSD plot of domains oriented towards the NP in orientations A) OR1, B) OR2, C) OR3, D) OR4, E) OR5 and the control simulation.
Here we checked whether the AgNP binding causes the NP-binding domain of the protein in all the five orientations. In OR1, the RMSD value varies from 0.1-0.3nm of the native compared to 0.1-0.45nm (OR1), in OR2, the RMSD varies from 0.35nm (native) to that of 0.1-0.4nm to wherein in OR3, they changes from 0.1-0.4nm (native) to that of 0.1-0.3nm (OR3), in case of OR4, the RMSD varied from 0.1-0.4nm (native) to that of 0.35nm (OR4). From the above RMSD comparison of the NP-binding domain of the protein, it can infer that the NP-interacting domain is not going through any unfurl process as the RMSDs of the NP-interacting domain doesn't increase significantly compared to that of the control. Figure S5 : RMSD plot of the protein for all the considered simulations Figure S7 : Number of non-bonded contacts between HSA and AgNP within 6 Å. 
